Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.007 Å; R factor = 0.063; wR factor = 0.180; data-to-parameter ratio = 13.9.
Experimental
Crystal data C 7 H 6 ClN 3 O 3 M r = 215.60 Triclinic, P1 a = 4.891 (9) Å b = 6.363 (13) Å c = 14.61 (3) Å = 83.54 (11) = 82.37 (11) = 73.64 (9) V = 431.1 (15) Å 3 Z = 2 Mo K radiation = 0.43 mm À1 T = 100 K 0.18 Â 0.08 Â 0.01 mm
Data collection
Rigaku Saturn724+ diffractometer Absorption correction: multi-scan (CrystalClear-SM Expert; Rigaku, 2011) T min = 0.826, T max = 1.000 3828 measured reflections 1936 independent reflections 1104 reflections with I > 2(I) R int = 0.048 Refinement R[F 2 > 2(F 2 )] = 0.063 wR(F 2 ) = 0.180 S = 0.95 1936 reflections 139 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.44 e Å À3 Á min = À0.80 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz; (ii) Àx þ 2; Ày þ 2; Àz; (iii) x þ 1; y; z; (iv) x À 1; y À 1; z.
Data collection: CrystalClear-SM Expert (Rigaku, 2011) ; cell refinement: CrystalClear-SM Expert; data reduction: CrystalClear-SM Expert; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2012) . E68, o991 [doi:10.1107/S1600536812009142] 2-Amino-3-chloro-5-nitrobenzamide James L. Wardell and Edward R. T. Tiekink
Comment
The crystal structure determination on the impurity found from the recrystallization of a commercially available title compound (I) was performed as a part of a programme of crystal engineering studies with small molecule acids with amine and nitro substituents (Wardell & Tiekink, 2011) .
In (I), Fig. 1 , the amide group is twisted out of the plane of the benzene ring to which it is connected as seen in the value of the C2-C1-C7-O1 torsion angle of 34.2 (5)°. By contrast, the nitro group is co-planar with the ring with the O3- 
Refinement
The C-bound H atoms were geometrically placed (C-H = 0.95 Å) and refined as riding with U iso (H) = 1.2U eq (C). The Nbound H-atoms were located in a difference Fourier map and refined with an N-H restraint of 0.88±0.01 Å, and with U iso (H) = 1.2U eq (N).
Computing details
Data collection: CrystalClear-SM Expert (Rigaku, 2011) ; cell refinement: CrystalClear-SM Expert (Rigaku, 2011) ; data reduction: CrystalClear-SM Expert (Rigaku, 2011) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . The molecular structure of (I) showing displacement ellipsoids at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.2620 (2) 0.75410 (16) 0.44557 (7) 
